Abstract
Nonius programs [1] , SHELX [2] Source of material Ethyl 1-(4-nitrophenyl)-5-(trifluoromethyl)-1H-pyrazole-4-carboxylate was purchased from Sigma-Aldrich. Crystals suitable for the X-ray diffraction experiments were obtained by recrystallization from methanol.
Experimental details
The hydrogen atoms were placed at geometrically idealized positions with C-H distances set to 0.93, 0.97 and 0.96 Å from phenyl, methylene and methyl C atoms, respectively. The isotropic displacement parameters were set equal to 1.2Ueq and 1.5Ueq of the parent C atoms.
Comment
Pyrazole derivatives have broad applications in medicinal [3, 4] and agricultural chemistry [5, 6] . The pharmacological activity of these compounds is very diverse. A number of substituted pyrazoles are reported as anti-inflammatory, analgesic, anti-bacterial and anti-cancer agents [3, 4] . It has been found that the presence of a fluoroalkyl substituent on the pyrazole core can significantly increase the lipophilicity and solubility of the compounds and thus improve their biological activity [7] [8] [9] . The fluoroalkylated pyrazoles are therefore promising drug and herbicide candidates, while some of them already find practical use, as is the case with the non-steroidal antirheumatic drug celecoxib [10] , or a broad-use insecticide [11] , both belonging to N-phenylpyrazoles. As a part of our ongoing interest on the synthesis, physico-chemical and structural properties of the pyrazole based coordination compounds [12, 13] we examined the crystal structure of the title pyrazole ligand. The bond lengths and angles within the Nphenylpyrazole core are comparable with those reported for the similar pyrazole ligands [14] [15] [16] [17] [18] . The C1-N1 bond [1.436(2) Å] allows a rotation of the phenyl relative to the pyrazole ring, thus the dihedral angle between the corresponding ring planes is 49.26(6)°. In similar Nphenylpyrazole derivatives this dihedral angle varies in a broad range from 44.8 to 88.9° [15] . The torsion angle C5-C4-N3-O1 of 4.1(2)°, indicates only a slight twisting of the attached nitro group with respect to the phenyl ring. The carbon atom of the pyrazole CF 3 substituent (C10) slightly deviates from the plane of the pyrazole ring [0.14(1) Å]. Inspection of the deviation of F atoms in different fluoromethyl pyrazoles [14, 15] indicates that the CF 3 group can rotate with respect to the pyrazole ring. Thus the displacement of the F1 (chosen as the least deviating from the pyrazole plane) can vary from 0.01 in [15, 16] 
